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We consider the molecular structure and energetics of extended defects in proton-disordered hexagonal ice Ih.
Using plane-wave density functional theory (DFT) calculations, we compute the energetics of stacking faults and
determine the structure of the 30◦ and 90◦ partial dislocations on the basal plane. Consistent with experimental
data, the formation energies of all fully reconstructed stacking faults are found to be very low. This is consistent
with the idea that basal-plane glide dislocations in ice Ih are dissociated into partial dislocations separated by an
area of stacking fault. For both types of partial dislocation we find a strong tendency toward core reconstruction
through pairwise hydrogen-bond reformation. In the case of the 30◦ dislocation, the pairwise hydrogen-bond
formation leads to a period-doubling core structure equivalent to that seen in zinc-blende semiconductor crystals.
For the 90◦ partial we consider two possible core reconstructions, one in which the periodicity of the structure
along the core remains unaltered and another in which it is doubled. The latter is preferred, although the energy
difference between both is rather small, so that a coexistence of both reconstructions appears plausible. Our
results imply that a mobility theory for dislocations on the basal plane in ice Ih should be based on the idea of
reconstructed partial dislocations.
DOI: 10.1103/PhysRevB.85.024119 PACS number(s): 61.72.Lk, 61.72.Nn, 71.15.Nc
I. INTRODUCTION
The properties of water ice play a significant role in diverse
fields of the natural sciences.1–6 To comprehend the role of ice
in these settings an understanding of its fundamental physical
and chemical properties is required. To this end, a vast body
of knowledge, both experimental and theoretical, has been
assembled over the past few decades.1 Despite this activity,
however, many aspects of the physics and chemistry of ice
remain unsettled.
One of these issues involves the mechanical behavior of
ice, which is a central ingredient, for instance, in the process
of glacier flow.5,7,8 Focusing on the most abundant form of ice
on Earth, the hexagonal proton-disordered ice Ih, it is known
that its mechanical properties depend largely on the fact that
the plastic behavior of single crystals is highly anisotropic,
deforming predominantly on the basal plane, and that stress-
relief mechanisms require thermal activation.1,9 Still, despite
this insight, the fundamental molecular processes that give rise
to this behavior continue to be uncertain.
As in any other crystalline material, plastic deformation
in ice is controlled by extended defects such as dislocations,
stacking faults, and grain boundaries.10–12 Specifically, it is the
motion of dislocations that induces the relative slip between ad-
jacent crystal planes, providing the fundamental microscopic
mechanism for plastic deformation. Indeed, the ease with
which these line defects can flow through a crystal directly
controls its macroscopic mechanical behavior, determining,
for instance, whether it behaves in a brittle or ductile manner.
In turn, the mobility of dislocations is controlled by (1) the
nature of the chemical bonding and (2) the structure of their
cores.13
In ice Ih the cohesion is dominated by hydrogen bonds,
which, by the structure of the water molecule, leads to a
strongly directional bonding scheme that favors the tetrahedral
arrangement of water molecules in the Wurtzite hexagonal
lattice. The tetrahedral directionality of the bonding and the
hexagonal-type crystal symmetry suggest that dislocations
in ice Ih, at least those that glide in the basal plane, may
closely resemble those of {111}-type planes in zinc-blende
semiconductor crystals such as silicon.1 The latter have been
investigated exhaustively over the past decades, leading to
a well-established picture of both their structural as well as
their mobility properties.13–15 In diamond-cubic silicon, for
instance, there is ample experimental as well as theoretical
evidence that the relevant {111} dislocations are dissociated
into partial dislocations separated by an area of stacking fault
and that these partials are reconstructed, meaning that broken
covalent bonds in the core of these defects are reformed by
adjustments of the atomic positions. This structural insight
has allowed the further development of a detailed microscopic
theory for the mobility of dislocations in silicon.15,16
In ice Ih the situation is less clear. There is only in-
direct experimental evidence that basal-plane dislocations
are dissociated,1 and in contrast to the case of silicon, it
is not possible to determine experimentally whether or not
the broken bonds in the dislocation cores are reconstructed.
Indeed, the latter is a particularly important question given
that the mobilities of reconstructed and unreconstructed partial
dislocations are expected to be markedly different. This is
due to the proton-disordered character of ice Ih, by which the
molecular shifts induced by the motion of a dislocation lead
to mismatching hydrogen bonds.17 Accordingly, the motion
of an unreconstructed core is expected to be easier than a
reconstructed one because the dangling hydrogen bonds in
the former can more easily adjust to such molecular shifts.
Based on this notion, a dislocation velocity theory based on
the assumption of unreconstructed partial dislocations has
been developed18 to explain the dislocation velocities observed
experimentally. However, as mentioned above, it has not been
possible to verify experimentally whether this assumption is
justified.
In this context, the purpose of the present paper is to
shed light on the structure and energetics of stacking faults
and dislocations in ice Ih by using computational modeling
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techniques. To this end we use density functional theory (DFT)
calculations to evaluate the formation energies of stacking
faults (SFs) and analyze whether or not the cores of partial
dislocations on the basal plane are reconstructed. In particular,
we consider the structure of the 30◦ and 90◦ partials, which
are produced in the dissociation of perfect screw and 60◦
dislocations on the basal plane. Indeed, it is known that this
particular dislocation is also important in the growth of ice
crystals.19
The remainder of the paper is organized as follows. In Sec. II
we summarize the basic structural features of the ice Ih crystal,
the possible stacking faults in this structure, and its basal-plane
dislocations. In Sec. III we describe the computational details
of the first-principles calculations, followed by a discussion of
the results in Sec. IV. We end with conclusions in Sec. V
II. BASIC STRUCTURE OF ICE Ih AND EXTENDED
DEFECTS
A. Ice Ih
The crystal structure of ice Ih is a Wurtzite hexagonal
lattice on which each water molecule is hydrogen bonded to
four nearest-neighbor molecules such that the oxygen atoms
of these are located at the corners of a regular tetrahedron.
Furthermore, there is no long-range order in the orientation of
the water molecules, meaning that each of the six possible
molecular orientations on a given lattice site is equally
likely. This randomness is, however, constrained by the two
Bernal-Fowler ice rules, which assert that (i) each molecule
accepts or donates two protons from or to two nearest-neighbor
molecules and (ii) there is precisely one proton between each
nearest-neighbor pair of oxygen atoms.
Given its hexagonal character, the Wurtzite structure of
ice Ih can be seen as a stacking of (0001) layers along the c
axis. As is customary for hexagonal and fcc-type lattices,12
the positions of such layers are labeled by the letters A, B,
and C. In this view, the Wurtzite lattice consists of a sequence
of double layers of the type · · · AABBAABB · · ·, as depicted
in Fig. 1. The C positions remain unoccupied, which leads to
the empty channels along the [0001] direction characteristic
of hexagonal-type lattices, as shown in Fig. 2.
B. Stacking faults
Stacking faults represent flaws in the stacking sequence of
a defect-free crystal.12 In the particular case of ice Ih, these
flaws embody disruptions in the arrangement of double layers,
which arise when the stacking across the closely spaced planes
belonging to the glide set (cf. Fig. 1) is altered relative to
the defect-free · · · AABBAABB · · · sequence. Given that SFs
are created by displacing double layers, we now simplify the
notation by using a single letter for each double layer.1 In
this manner, the defect-free stacking sequence is denoted as
· · · ABABAB · · ·.
In ice Ih, there are three distinct stacking-fault types. The
first, which we will refer to as SF-I, is characterized by a
stacking sequence of the type





FIG. 1. (Color online) Ice Ih Wurtzite structure projected on a
{112̄0} plane, with the c axis running vertically. Oxygen ions are
arranged in a double-layer sequence of the type · · ·AABBAA· · ·.
The long-dashed line indicates the plane between two widely spaced
molecular planes of the same double layer, also referred to as the
shuffle set. The short-dashed line denotes the plane between two
closely spaced molecular planes that belong to different double layers,
also referred to as the glide set.
Here the entire double-layer sequence BABA · · · to the right
of the vertical line, which represents a plane of the glide
set, has been displaced such that all B-type double layers
have shifted into the C position and the A-type double layers
have transposed into the B position. These shifts are precisely
those associated with the Burgers vectors of Shockley partial
dislocations in the basal plane, as indicated in Fig. 2. We are






FIG. 2. (Color online) Ice Ih structure projected on a (0001) plane
depicting positions of layers A and B. The position of empty layer
C is shown by dashed circles. The full basal-plane Burgers vector b
and associated partial Burgers vector b1 and b2 are also shown.
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is the particular fault that is involved in the dissociation of
full basal-plane dislocations into Shockley partials, as will be
discussed further below.
The other two faults are created by inserting or removing
an extra double layer into the stacking sequence. The stacking
fault of type II, denoted as SF-II, is created by first removing an
A-type double layer from the defect-free sequence, followed
by a shift that is necessary to link the opposite sides of the gap.
The corresponding sequence can then be described as
· · · ABAB|CBCB · · · , (2)
where the vertical line denotes the glide plane at which the
double A layer was removed. The remaining layers to its right
were shifted from BABA · · · to CBCB · · ·.
The third kind of stacking fault, which we will refer to as
SF-III, is formed by inserting a C-type double layer in between
B- and A-type double layers, giving the sequence
· · · ABAB|C|ABAB · · · . (3)
Here the two vertical lines indicate the glide planes between
which the extra C layer has been inserted. This particular fault
contains a four-layer-thick sequence of zinc-blende stacking,
also known as cubic ice Ic.1
C. Dislocations
Given that basal slip is the primary deformation mode,18 the
main interest in the structure and mobility of dislocations in
ice Ih crystals concerns those that glide on the (0001) planes.
As shown in Fig. 1, there are two distinct types of such planes:
those of the glide set and those of the shuffle set. There is
strong evidence that basal-plane dislocations in ice Ih move
on the planes of the glide set,18 similar to the case of {111}
dislocations in zinc-blende semiconductor crystals.
The existence of low-energy stacking faults on the glide set,
as discussed above, provides a mechanism for dislocations
to lower their energy by dissociating into Shockley partial
dislocation separated by a ribbon of stacking fault.10–12 As
depicted in Fig. 2, the Burgers vector b of full dislocations
(i.e., for which the Burgers vector is a full lattice vector) on
the basal plane is of the (a/3)[1210] type, where a is the basal-
plane lattice parameter defined in Fig. 2. The dissociation then
splits such a dislocation into two Shockley partial dislocations
according to the reaction
b → b1 + b2, (4)
where b1 = (a/3)[1100] and b2 = (a/3)[0110] are the respec-
tive partial Burgers vectors. Because the latter are not full
lattice vectors, the area between the partials comprises a planar
fault. In this particular case, it is a stacking fault of the type
SF-I, as can be inferred from Fig. 2. Due to the hexagonal
symmetry, the simplest full dislocations on the basal plane are
those in which the Burgers vector is either parallel or at an
angle of 60◦ with respect to the line direction. For the former,
also known as the screw dislocation, a dissociation process
will produce two 30◦ partials, whereas the 60◦ dislocation
splits into a 90◦ and a 30◦ partial, as depicted schematically in
Fig. 3.1
b = (a/ 3)[1210]
b1 = (a/ 3)[1100]b2 = (a/ 3)[0110]
b = (a/ 3)[1210]
b1 = (a/ 3)[1100]




FIG. 3. (Color online) Dissociation of full dislocations on the
basal plane in ice Ih into 30◦ and 90◦ partials. (a) Screw dislocation
and (b) 60◦ dislocation. Solid blue lines denote full dislocations.
Dashed red lines depict Shockley partial dislocations.
III. COMPUTATIONAL DETAILS
Our approach is based on DFT within the generalized gradi-
ent approximation (GGA)20 as implemented in the plane-wave
VASP package.21 We use the Perdew-Burke-Ernzerhof (PBE)
exchange-correlation functional,22 the projector-augmented
wave (PAW) approach,23 and a plane-wave kinetic-energy
cutoff of 700 eV. Brillouin-zone sampling is carried out using a
3 × 3 × 3 Monkhorst-Pack grid for the stacking-fault-energy
(SFE) calculations and the  point only for the dislocation
studies. This first-principles approach has been shown to
provide a satisfactory description of various defect properties
in ice Ih.24–30 All geometry optimizations are carried out at
fixed volume using a force-tolerance criterion of 0.02 eV/Å
on each nucleus.
The supercells used for the different stacking-fault config-
urations are all based on the 96-molecule proton-disordered
defect-free cell generated by Hayward and Reimers,31 with
each basal-plane single layer containing 12 molecules. To
guarantee only one fault per supercell, we use modified
periodic boundary condition (PBC) repeat vectors without
changing the absolute positions of the molecules in the
supercell. An example is given in Fig. 4, which displays the
effect of the changed PBC on the relative placement of adjacent
periodic images along the c axis to produce a fault of type
SF-I. The left panel shows the defect-free crystal supercell
and one of its images along the c axis. The horizontal dashed
line separates the main supercell from the first image. In this
case, the three repeat vectors of the PBC are a = (Lx,0,0),b = (0,Ly,0), and c = (0,0,Lz), with Lx , Ly , and Lz the sides
of the orthorhombic unit cell. In this case, the image is stacked
on top of the main supercell following a translation by the
vertical repeat vector c. In the right panel, however, repeat
vector c has been modified, adding a horizontal component:
c′ = (0, − b1,Lz), with b1 being the magnitude of a partial
Burgers vector on the basal plane. This modification leads to a
horizontal shift of the image with respect to the main supercell,
changing B layers into C layers and A layers into B layers
across the cell boundary. Faults of type SF-II and SF-III were
generated starting from the defect-free 96-molecule cell and
adding a randomly oriented double layer of 24 water molecules
in the C position and, in the case of fault SF-II, supplemented
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FIG. 4. (Color online) Visualization32 of modified periodic repeat
vectors to create single fault of type SF-I per supercell. (left) Two
periodic images separated by horizontal dashed line for defect-free
crystal. (right) Two periodic images shifted by a partial Burgers vector
create a single stacking fault per unit cell. Letters A, B, and C denote
double layers.
by a PBC shift. In all stacking-fault calculations Lx = 13.15 Å
and Ly = 15.20 Å, giving a fault area of 199.9 Å2.
While this procedure produces the stacking sequences
described in Sec. II B, it also induces disruptions in the
hydrogen-bond network. This is so because, if two planes
of molecules are connected by randomly oriented hydrogen
bonds, a slip event that produces a relative shear of these two
planes will inevitably lead to a situation in which nearest-
neighbor pairs of molecules located on the adjacent planes
no longer link up correctly. This is shown in Fig. 5, which
depicts the positions of the two molecular layers on either
side of the fault plane for the stacking fault of type SF-I.
Figure 5(a) shows a configuration immediately after the PBC
shift. The hydrogen-bond network is disrupted entirely due
to the relative displacements of the molecules. In all cases,
we manually restore the hydrogen-bond network before any
geometry optimizations such that each molecule satisfies the
Bernal-Fowler ice rules, as shown in Fig. 5(b). For each type
of fault we generated four different hydrogen-bonding patterns
by subsequently placing the SFs on each of the four glide-set
planes available in the defect-free 96-molecule cell. Finally,
in case of a nonzero dipole moment due to the molecular
rotations, the spurious image-dipole interactions effects on the
energetics are eliminated following the approach in Ref. 33.
For the dislocation studies we use periodic supercells
containing 384 water molecules, obtained by duplicating the
original Hayward-Reimers 96-molecule cell in the [1210] and
[1010] directions, respectively. In each cell we introduce a
pair of partial dislocations with opposite Burgers vectors, also
referred to as a dislocation dipole, with the distance between
them chosen such that it is precisely half the length of the
periodic cell in the direction perpendicular to the dislocation
lines.34 As in the case of the supercells containing only a
stacking fault, the stacking-fault areas between the partials are
manually reconstructed before the geometry optimizations.
Furthermore, the cell shapes are adjusted to accommodate
(a)
(b)
FIG. 5. (Color online) Two molecule planes [blue (dark gray)
and red (medium gray)] on either side of the fault plane for a
stacking fault of type SF-I. (a) Unreconstructed fault after PBC shift.
(b) Reconstructed hydrogen-bond network obtained by geometry
optimization after a series of molecular rotations.
the plastic strain induced by the presence of the dislocation
pairs.34
IV. RESULTS AND DISCUSSION
A. Stacking faults
Table I shows the average formation energies of recon-
structed stacking faults of the three types over the four distinct
replicas, with the error bars representing a standard deviation
in the mean. As expected, the formation energies are very
low, ranging between 0.8 and 3.3 meV per molecule in the
planes adjacent to the fault. Indeed, given that these values
are of the same order of magnitude as the typical per-atom
precision of DFT total-energy calculations, these results
TABLE I. Average stacking-fault energies in units of meV/Å2 for
three SF types.
SF-I SF-II SF-III
(0.1 ± 0.1) (0.4 ± 0.1) (0.4 ± 0.3)
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cannot significantly distinguish the SFE values from zero.
Overall, this is consistent with experimental observations,
which estimate the stacking-fault energy of type II to be even
closer to zero, at ∼0.04 meV/Å2,1,35 which is equivalent to an
excess energy of ∼0.3 meV per molecule adjacent to the fault
plane.
The low values reflect the fact that the essential molecular-
structure features across the fault plane remain essentially un-
altered in comparison to the defect-free structure. Considering
the geometry-optimized structures, neither the oxygen-oxygen
and oxygen-hydrogen distance nor the intramolecular angle
distributions reveal any significant distortions with respect to
the defect-free configurations for any of the three fault types.
With regard to the properties of dislocations on the basal plane,
the extremely low values of the SFEs in ice Ih facilitate the
dissociation into Shockley partials, supporting the idea that
basal-plane dislocations in ice Ih move in the planes of the
glide set. Furthermore, the fact that the SFEs are so low and
similar for the different types may be involved in the issue
comparing cubic and hexagonal ices.36–38
B. Dislocations
Figure 6 depicts the two molecular planes on either side
of the glide-set plane after the introduction of a dipole of 30◦





A B C D
FIG. 6. (Color online) Core structure of 30◦ Shockley partial
dislocation dipole in ice Ih. Straight dashed lines depict positions
of dislocation cores. Molecules with oxygen atoms shown in medium
gray are those that participate in only three hydrogen bonds. (a)
Dislocation dipole before relaxation. (b) Relaxed structure obtained
by free geometry optimization of the structure in (a).
which form four hydrogen bonds with surrounding molecules,
the ones that are located in the core of the partials have only
three nearest-neighbor molecules, leaving a single dangling
hydrogen bond per molecule. This situation is equivalent to the
case of the 30◦ partial in diamond-cubic silicon, for instance,
where each core atom participates in only three covalent bonds,
leaving a single dangling bond per core atom.39
In the case of Si, the atoms in the core can move closer
to each other in a pairwise manner such that the unpaired
electrons reestablish covalent bonds,39 restoring the fourfold
coordination. Indeed, in Si there is a strong tendency to do
so because it significantly reduces the excess energy per unit
length of dislocation. From a geometrical standpoint, a similar
reconstruction process can also occur in ice. By moving closer
toward each other, a pair of molecules in the core may link
up to eliminate a dangling hydrogen bond and reestablish the
fourfold coordination. In Fig. 6(a), for instance, molecules A
and B can reform a hydrogen bond when approaching each
other along the direction of the dislocation core. However,
differently from the case of Si, due to the asymmetric nature
of the hydrogen bonding (with one molecule acting as a
proton donor and another as an acceptor) and the proton
disorder, there will be neighboring molecules that cannot easily
reform a hydrogen bond by only moving closer together.
An example is the pair of molecules C and D in Fig. 6(a),
for which the molecular orientations are such that they are
both in a position to act as acceptors. In this case, not only
should the two molecules move closer together to reform a
hydrogen bond, one of them should also be rotated to change
its character from a proton donor to an acceptor or vice versa.
Figure 6(b) depicts the result of a full geometry optimization
of the structure shown in Fig. 6(a) without any prior molecular
rotations. Indeed, hydrogen-bond reconstruction takes place
in a fashion equivalent to the case of Si, with molecules
A and B reestablishing a hydrogen bond and full fourfold
coordination by moving closer together. Molecules C and D, on
the other hand, do not reconstruct due to the acceptor-acceptor
incompatibility. Instead, molecule D reforms a hydrogen
bond with the molecule to its right, leaving molecule C
undercoordinated. Again, the corresponding reconstruction
flaws are similar to those observed in Si.
The spontaneous reconstruction in Fig. 6(b) strongly sug-
gests that the 30◦ partial dislocation in ice Ih is reconstructed.
To quantify this reconstruction tendency, we determine the
energy difference between a fully reconstructed and unrecon-
structed core. To this end we begin by rotating a number of
molecules in the cores of Fig. 6(a) to remove donor-donor or
acceptor-acceptor incompatibilities that prevent an incomplete
reconstruction as in Fig. 6(b). Next, this adjusted structure is
relaxed while keeping fixed the oxygen nuclei of the molecules
that are threefold coordinated. The resulting energy is then
associated with the unreconstructed cores. To obtain the energy
of the fully reconstructed cores, the constraints on the oxygen
nuclei in the cores are subsequently removed, allowing a full
optimization of all atomic positions. Figure 7 depicts the
resulting relaxed structures for both the unreconstructed and
reconstructed cores.
The reconstructed core of the 30◦ partial features the
same period-doubled structure as seen in Si.39 While the
periodicity along the dislocation line with the unreconstructed
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FIG. 7. (Color online) Relaxed (a) unreconstructed and (b)
reconstructed cores of the 30◦ Shockley partial dislocation dipole
in ice Ih. Straight dashed lines depict positions of dislocation cores.
Molecules with oxygen atoms shown in medium gray are those that
participate in only three hydrogen bonds.
core is b, where b is the magnitude of the full Burgers
vector, it becomes 2b for the reconstructed core. The energy
difference between the unreconstructed and reconstructed
cores is significant. Considering only the DFT total-energy
part, core reconstruction lowers the energy by 0.21 eV per unit
b of dislocation line length, which is equivalent to 0.42 eV
per reformed hydrogen bond. The natural energy scale to
which this result should be compared is that of the cohesive
energy of a hydrogen bond in defect-free ice Ih. For the used
PBE functional, which gives a sublimation energy of 0.66 eV
per water molecule, it is 0.33 eV. In this context, the fact
that the reconstruction energy is larger than the defect-free
hydrogen bond value reflects the fact that, in addition to broken
hydrogen bonds, the unreconstructed core configuration also
involves significant elastic distortions with respect to the
perfect crystal. In this manner, in addition to reforming
hydrogen bonds, core reconstruction also accounts for a
significant relief of these strains around the dislocation core.
Finally, the zero-point vibrational contributions also favor
core reconstruction because the reestablishment of fourfold
coordination lowers the intramolecular stretching and bending
frequencies compared to molecules with dangling protons.25
Figure 8 shows the structure of an unreconstructed 90◦
Shockley partial dislocation. The core contains twice the num-
ber of uncoordinated molecules per unit length b compared to
the 30◦ partial, organized in two molecular rows on either side






FIG. 8. (Color online) Core structure of 90◦ Shockley partial
dislocation in ice Ih. Horizontal straight dashed lines depict positions
of dislocation cores. Molecules with oxygen atoms shown in medium
gray are those that participate in only three hydrogen bonds.
(a) Unreconstructed core. Vertical dashed line depicts the mirror-
symmetry plane. (b) Single-period reconstruction. (c) Double-period
reconstruction.
is mirror symmetry with respect to planes perpendicular to
the dislocation line, as shown in Fig. 8(a). Once again this
situation is equivalent to the case of Si. For the 90◦ partial
Si there are two known ways in which the broken covalent
bonds in the core can be reestablished, again by the pairwise
approximation of atoms in the core.40,41 In one of them the core
reconstructs in a way that preserves the periodicity along the
dislocation line, called the single-period (SP) reconstruction,
while in the double-period (DP) reconstruction it is doubled. In
ice Ih precisely the same reconstruction schemes are possible,
although, as in the case of the 30◦ partial, due to the asymmetric
nature of the hydrogen bond and the proton disorder, the
pairwise reapproximation of neighboring water molecules may
also have to be accompanied by molecular rotations to allow
hydrogen-bond reformation.
As in the case of the 30◦ partial, we quantify the reconstruc-
tion tendencies for both possibilities by computing the energy
differences between the fully reconstructed cores and the
unreconstructed core. To this end we again first rotate a number
of molecules to eliminate donor-donor and acceptor-acceptor
incompatibilities, followed by a full geometry optimization.
The resulting structures for the SP and DP reconstructions
are shown in Figs. 8(b) and 8(c), respectively. Considering
the DFT total-energy part, both reconstructions significantly
lower the excess energy per unit length of dislocation. For the
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SP reconstruction, the energy gain per unit b of dislocation
line length, or per hydrogen bond, is 0.13 eV. The DP
reconstruction leads to a further energy reduction, lowering
the excess energy by 0.16 eV per restored hydrogen bond.
These results strongly suggest that the 90◦ partial in ice
Ih is also reconstructed. Furthermore, they indicate that the
reconstruction should preferentially occur according to the
DP structure. However, given that energy difference between
the SP and DP reconstructions is rather small, a coexistence
of both reconstruction types is plausible. This is again similar
to the case of Si, where such a coexistence has also been
proposed.41
V. CONCLUSIONS
We conduct first-principles calculations for stacking faults
and Shockley partial dislocations on the basal plane of ice
Ih. We find that the formation energies of the three stacking
faults are very low, consistent with experimental results. These
low values are a consequence of the structural properties in
the vicinity of the fault planes, with the bond lengths and
angles of the molecules adjacent to the fault plane remaining
essentially unaltered compared to the defect-free crystal. For
the properties of dislocations on the basal plane, the low
stacking-fault energies values imply a strong tendency toward
dissociation into Shockley partials, supporting the idea that
basal-plane dislocations in ice Ih move in the planes of the
glide set.
Furthermore, our results for the 30◦ and 90◦ Shockley
partial dislocations strongly suggest that their cores are
reconstructed through pairwise hydrogen-bond reformation.
The reconstructed cores are found to be equivalent to those
seen in zinc-blende semiconductors such as silicon. The 30◦
partial reconstructs according to a period-doubling geometry,
whereas the 90◦ partial has two possible reconstruction modes,
one in which the periodicity along the dislocation line is
preserved and another in which it is doubled. The energy
difference between these two is small, however, so that a
coexistence of both reconstruction types is plausible. Finally,
these results imply that a mobility theory for dislocations
on the basal plane in ice Ih should be based on the idea of
reconstructed partial dislocations.
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